Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.050; wR factor = 0.153; data-to-parameter ratio = 14.1.
2
(28) graph-set motifs.
Related literature
For the uses and biological importance of diketones, see: Saragi et al. (2004) ; Beulter et al. (2007) . For related structures, see: Narayanan et al. (2011); Schollmeyer & Detert (2011) . For distorted conformations, see: Judas et al. (1995) . For graph-set notation, see: Bernstein et al. (1995) . Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2008); cell refinement: SAINT (Bruker, 2008); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009 ). PN and KS thank Dr Babu Varghese, Senior Scientific Officer, SAIF, IIT, Chennai, India, for the data collection. Dr V. Murugan, Head of the Department of Physics, RKM Vivekananda College, is thanked for providing facilities in the department for carrying out this work.
Experimental
Both the hexyl side chains have different conformations. One of the hexyl side chains has anti-gauche-anti -gauche conformation with C-C-C-C torsion angles -169.3 (2), 74.2 (4), -178.0 (3) and -76.0 (6) °. The other hexyl side chain has the conformation anti-anti-anti-gauche with C-C-C-C torsion angles -177.9 (2), -176.5 (3), 171.7 (4) and 80.4 (9) °. The hexyl side chains are disordered over two sets of sites, with the occupancy factors of 0.761 (3)/0.239 (3) and 0.660 (6)/0.340 (6).
In the crystal packing, molecules are linked into centrosymmetric dimers via C26-H26···O2 i hydrogen bonds, resulting in R 2 2 (28) graph-set motifs (Bernstein et al., 1995) (Table 1 and Fig. 2 ). The bond lengths and bond angles in the title compound agree with the corresponding bond lengths and angles reported for closely related compounds (Narayanan et al., 2011); Schollmeyer & Detert, 2011) .
To a solution of benzo[c]furan (0.50 g, 0.898 mmol) in dichloromethane (15 ml), meta-chloroperoxybenzoic acid (m-CPBA) (0.23 g, 1.347 mmol) was added and the reaction mixture was stirred at room temperature for 5 minutes. It was then poured into saturated sodium bicarbonate solution, extracted with dichloromethane (3x30 ml). The combined organic extract was washed with water (2x30 ml) and dried (Na 2 SO 4 ). Removal of solvent followed by column chromatographic purification (silica gel, 5% ethyl acetate/hexane) afforded the diketone as a pale yellow solid (yield = 0.46 g, 81%). The product was dissolved in chloroform and heated for two minutes. The resulting solution was subjected to crystallization by slow evaporation of the solvent resulting in single crystals suitable for XRD studies. M.P. = 403-404 K.
Refinement
In the dihexyl side chain atoms (C31/C32/C33/C34) and (C39/C40) were disordered over two sets of sites with the occupancy factors of 0.761 (3)/0.239 (3) and 0.660 (6)/0.340 (6). The bondlengths of the both major and minor components are restrained to a standard value using the commands DFIX, EADP (Sheldrick, 2008) and s.u. of 0.01 Å.
The H atoms were placed at calculated positions in the riding model approximation with C-H = 0.93, 0.96 and 0.97 Å for aryl, methyl and methylene H-atoms, respectively, with U iso (H) = 1.5U eq (methyl C) and 1.2U eq (non-methyl C). The rotation angles for methyl groups were optimized by least squares. 196.7, 195.4, 163.6, 152.1, 150.8, 146.0, 140.0, 139.8, 135.8, 132.3, 130.3, 129.8, 129.7, 129.2, 128.4, 127.0, 124.0, 123.1, 120.7, 119.2, 113.6, 55.4, 55.2, 40.1, 31.5, 29.7, 23.7, 22.6, 14. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0469 (12) 0.0434 (11) 0.0502 (11) 0.0005 (9) −0.0050 (9) 0.0049 (9) C20 0.0528 (12) 0.0414 (10) 0.0461 (11) 0.0037 (9) 0.0026 (9) 0.0015 (9) C21 0.0544 (12) 0.0375 (10) 0.0455 (11) 0.0019 (9) 0.0036 (9) −0.0005 (9) C22 0.0715 (15) 0.0397 (11) 0.0428 (11) 0.0078 (10) 0.0101 (10) 0.0029 (9) C23 0.0669 (14) 0.0436 (11) 0.0461 (11) −0.0030 (10) 0.0094 (10) 0.0001 (9) (19) C31-C32-C33 113.2 (4) C11-C10-H10 119.5 C31-C32-H32A 108.9 C9-C10-H10 119.5 C33-C32-H32A 108.9 C10-C11-C12 120.4 (2) C31-C32-H32B 108.9 C10-C11-H11 119.8 C33-C32-H32B 108.9 C12-C11-H11 119.8 H32A-C32-H32B 107.8 O3-C12-C13 124.9 (2) C34-C33-C32 116.6 (4) O3-C12-C11 115.41 ( 
